: S1 and T1 excitations energies and their associated singlet-triplet energy gap (EST) for the equatorial conformer as well as the attachment and detachment densities overlap and distance difference between attachment and detachment densities centroids of the different compounds calculated at the TDA-PBE0-D3(BJ)/6-31G(d,p) level of theory with the PCM module for solvent (toluene). Oscillator strengths (O.S.) for S1 electronic transitions as well as the symmetry point group of the ground state optimized geometries (in parenthesis next to the molecule names) are also reported. Table S4 : S1 and T1 excitations and their associated singlet-triplet energy gap (EST) for the equatorial conformer of the different compounds calculated at the TDA-PBE0-D3(BJ)/def2TZVP level of theory with the PCM module for solvent (toluene). Oscillator strengths (O.S.) for S1 electronic transitions as well as the symmetry point group of the ground state optimized geometries (in parenthesis next to the molecule names) are also reported. Table S5 : S1 and T1 excitations and their associated singlet-triplet energy gap (EST) for the axial conformer of the different compounds calculated at the TDA-PBE0-D3(BJ)/def2TZVP level of theory with the PCM module for solvent (toluene). Oscillator strengths (O.S.) for S1 electronic transitions as well as the symmetry point group of the ground state optimized geometries (in parenthesis next to the molecule names) are also reported. Table S6 : Equilibrium D-A torsion angles (in degrees) for ground state (S0) and, singlet (S1) and triplet (T1) excited state (Tamm-Dancoff) optimization at PBE0-D3(BJ)/6-31G(d,p) level of theory with the PCM module for solvent (toluene). 
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